Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.003 Å; R factor = 0.055; wR factor = 0.170; data-to-parameter ratio = 12.7.
The asymmetric unit of the title compound, C 12 H 12 O 5 , contains four independent molecules. In the crystal structure, intermolecular O-HÁ Á ÁO hydrogen bonds link the molecules into one-dimensional infinite chains. They are arranged in a nearly parallel fashion along the b axis and stabilized byinteractions [3.443 (2) Å ]. Refinement R[F 2 > 2(F 2 )] = 0.054 wR(F 2 ) = 0.170 S = 1.00 7927 reflections 625 parameters H-atom parameters constrained Á max = 0.55 e Å À3 Á min = À0.34 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x; Ày þ 1 2 ; z À 1 2 ; (ii) Àx; y À 1 2 ; Àz þ 1 2 ; (iii) Àx þ 1; y þ 1 2 ; Àz þ 1 2 ; (iv) x; Ày À 1 2 ; z þ 1 2 .
Related literature
Data collection: SMART (Bruker, 1997); cell refinement: SAINT (Bruker, 2001); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL. Fig. 1 . The molecular structure of the title molecule, with the atom-numbering scheme. Displacement ellipsoids are drawn at the 30% probability level. H atoms are omitted for clarity. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.34046 (10) 0.06130 (12) 0.46126 (6) 0.0222 (4) O2 0.23122 (10) −0.02976 (13) 0.49764 (7) 0.0292 (4) O3 0.39758 (10) 0.25128 (12) 0.43110 (7) 0.0285 (4) O4 0.66666 (11) 0.07960 (14) 0.36495 (7) 0.0357 (5) (8) 0.0336 (9) −0.0001 (7) 0.0122 (7) 0.0015 (7) O2 0.0240 (9) 0.0185 (9) 0.0475 (11) 0.0006 (7) 0.0170 (8) (9) 0.0001 (7) 0.0122 (7) 0.0020 (7) O12 0.0277 (9) 0.0187 (9) 0.0472 (11) −0.0012 (7) 0.0203 (8) 0.0012 (8) O13 0.0247 (8) 0.0108 (8) 0.0455 (10) 0.0016 (7) 0.0145 (8) 0.0046 (7) O14 0.0248 (9) 0.0214 (9) 0.0524 (11) 0.0009 (7) 0.0219 (8) 0.0009 (8) O15 0.0314 (9) 0.0149 (9) 0.0673 (12) −0.0003 (8) 0.0214 (9) 0.0065 (9) O16 0.0238 (8) 0.0149 (8) 0.0340 (9) 0.0000 (7) 0.0124 (7) 0.0035 (7) O17 0.0298 (9) 0.0193 (9) 0.0473 (11) 0.0009 (8) 0.0207 (8) 0.0030 (8) O18 0.0274 (9) 0.0120 (8) 0.0460 (11) 0.0019 (7) 0.0172 (8) 0.0044 (7) O19 0.0244 (9) 0.0218 (9) 0.0505 (11) 0.0009 (7) 0.0203 (8 
